
get_PBPK_CAS <- function(species="Human") 
{ 

if (!toupper(species) %in% toupper(colnames(chem.physical_and_invitro.data))) 
stop(paste("Species" ,species, "not found.")) 

data.table <­
chem.physical_and_invitro.data[chem.physical_and_invitro.data[,toupper(colnames(chem.physical_and_i 
nvitro.data) )==toupper(species )]=="Y" ,] 

return(unique(data.table[,"CAS"])) 
} 
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